Selecting compounds for focused screening using linear discriminant analysis and artificial neural networks.
Linear discriminant analysis and a committee of neural networks have been applied to recognise compounds that act at biological targets belonging to a specific gene family, protein kinases. The MDDR database was used to provide compounds targeted against this family and sets of randomly selected molecules. BCUT parameters were employed as input descriptors that encode structural properties and information relevant to ligand-receptor interactions. The technique was applied to purchasing compounds from external suppliers. These compounds achieved hit rates on a par with those achieved using known actives for related targets when tested for the ability to inhibit kinases at a single concentration. This approach is intended as one of a series of filters in the selection of screening candidates, compound purchases and the application of synthetic priorities to combinatorial libraries.